Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.002 Å; R factor = 0.043; wR factor = 0.107; data-to-parameter ratio = 18.4.
The title compound, C 29 H 26 O 4 , is essentially planar in the acetophenone portion that includes both the hydroxy and a benzyloxy O atoms, with an r.m.s. deviation of 0.0311 Å . The other two substituents intersect the plane at 70.45 (3) and 59.55 (4) . In the molecule there is an intramolecular O-HÁ Á ÁO hydrogen bond. In the crystal, molecules are linked by C-HÁ Á ÁO hydrogen bonds, as well as C-HÁ Á Á and -stacking interactions, with centroid-centroid distances 3.6570 (2) Å . Refinement R[F 2 > 2(F 2 )] = 0.043 wR(F 2 ) = 0.107 S = 1.03 5521 reflections 300 parameters H-atom parameters constrained Á max = 0.31 e Å À3 Á min = À0.22 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Related literature
Cg1 and Cg3 are the centroids of the C1-C6 and C31-C36 rings, respectively. Symmetry codes: (i) Àx þ 1; Ày þ 2; Àz þ 2; (ii) Àx; Ày þ 2; Àz þ 2.
Data collection: APEX2 (Bruker, 2005); cell refinement: SAINT-Plus (Bruker, 2004) ; data reduction: SAINT-Plus; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: DIAMOND (Brandenburg & Putz, 2005) ; software used to prepare material for publication: WinGX (Farrugia, 1999).
obtained.
The backbone (C1-C6, C22, C23, C67, C37, O1-O3) including the benzyloxy group (C51 -C57, O5) of I was seen to be essentially planar with an r.m.s. deviation of 0.0311 Å, with a maximum deviation of 0.068 (1) Å for atom C23. The intramolecular hydrogen interactions of C56-H56···O5 and C67-H67B···O5 resulted in the benzyloxy group being planar with the backbone (Fig. 2) . The angles of intersection between the planar backbone, the benzyl ring and the remaining aromatic ring of the benzyloxy group were found to be 70.45 (3)° and 59.55 (4)°. These angles are further stabilized by H···π interactions, C67-H67A···A i (centriod C31-C36) and C37-H37A···C ii (centriod C61-C66) with distances of 3.2894 (2) Å and 3.0139 (2) Å, respectively ( Fig. 3) . Additionally a very weak π···π interaction between rings D ii (centriod C61-C66) and E (centriod C31-C36) with a distance of 4.5790 (2) Å was found.
A third intramolecular hydrogen interaction was observed for the oxygen (O2) of the ketone with the oxygen (O1) of the hydroxy group (Fig. 2) . The last hydrogen bond is an intermolecular interaction of the methylene proton (H57A) with the ketone (O2) contributing to the head-to-tail packing of I, this is best seen in Fig. 2 . As a result of this interaction, πstacking is observed between the central aromatic rings with a distance of 3.6570 (2) Å, as further illustrated in Fig.4 .
Experimental
A mixture of 2,4,6-trihydroxy acetophenone (0.3 g, 1.78 mmol), benzyl chloride (0.431 ml, 3.75 mmol, 2.1 eq) and anhydrous potassium carbonate K 2 CO 3 (0.493 g, 3.57 mmol, 2 eq) in dry DMF (15 ml) was heated at 80 °C for 1 hr with vigorous stirring. After the solid was filtered off, the filtrate was poured into 20 ml water, and extracted with Et 2 O. The extract was washed with water, brine, and dried over anhydrous MgSO 4 , and evaporated under reduced pressure. The crude product was purified by PTLC (n-Hexane:Acetone = 7:3, R f 0.53) to afford 4,6-dibenzyloxy-2-hydroxy acetophenone as a yellow solid (0.153 g, 51%) and the title compound (I) as a yellow solid (0.133 g, 44% 
Refinement
All H atoms were placed in geometrically idealized positions and constrained to ride on their parent atoms, with C-H = 0.95 Å and U iso (H) = 1.2 U eq (C) for aromatic H atoms, C-H = 0.98 Å and U iso (H) = 1.5 U eq (C) for methyl H atoms, C-supplementary materials sup-2 Acta Cryst. (2012). E68, o2863 H = 0.99 Å and U iso (H) = 1.2 U eq (C) for methylene H atoms and O-H = 0.84 Å and U iso (H) = 1.5 U eq (O) for hydroxyl H atoms. The H atoms of the methyl and hydroxyl groups were allowed to rotate with a fixed angle to fit the experimental electron density.
Computing details
Data collection: APEX2 (Bruker, 2005); cell refinement: SAINT-Plus (Bruker, 2004) ; data reduction: SAINT-Plus (Bruker, 2004 ); program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: DIAMOND (Brandenburg & Putz, 2005) ; software used to prepare material for publication: WinGX (Farrugia, 1999).
Figure 1
View of (I) (50% probability displacement ellipsoids). Selected hydrogen atoms have been omitted. (7) 0.0044 (5) 0.0002 (5) 0.0005 (5) C2 0.0146 (5) 0.0159 (6) 0.0166 (6) 0.0053 (5) 0.0023 (5) 0.0019 (5) C3 0.0151 (5) 0.0172 (6) 0.0144 (6) 0.0069 (5) 0.0015 (5) 0.0017 (5) C4 0.0146 (5) 0.0152 (6) 0.0174 (7) 0.0042 (5) 0.0006 (5) 0.0002 (5) C5 0.0136 (5) 0.0171 (6) 0.0166 (7) 0.0059 (5) 0.0029 (5) 0.0043 (5) C6 0.0164 (6) 0.0161 (6) 0.0147 (6) 0.0065 (5) 0.0010 (5) 0.0017 (5) C22 0.0159 (6) 0.0158 (6) 0.0207 (7) 0.0062 (5) 0.0026 (5) 0.0034 (5) C23 0.0237 (6) 0.0194 (6) 0.0206 (7) 0.0026 (5) 0.0074 (5) 0.0034 (5) C31 0.0176 (6) 0.0210 (6) 0.0161 (7) 0.0004 (5) −0.0009 (5) −0.0019 (5) C32 0.0279 (7) 0.0228 (7) 0.0239 (8) 0.0055 (6) −0.0016 (6) −0.0016 (6) C33 0.0367 (8) 0.0356 (9) 0.0286 (9) 0.0099 (7) 0.0021 (7) −0.0130 (7) C34 0.0515 (10) 0.0480 (10) 0.0176 (8) −0.0010 (8) 0.0087 (7) −0.0076 (7) C35 0.0760 (13) 0.0357 (9) 0.0200 (8) 0.0061 (9) 0.0027 (8) 0.0075 (7) C36 0.0527 (10) 0.0259 (8) 0.0208 (8) 0.0129 (7) −0.0005 (7) 0.0005 (6) C37 0.0188 (6) 0.0218 (7) 0.0182 (7) −0.0010 (5) 0.0005 (5) −0.0022 (5) C51 0.0160 (6) 0.0157 (6) 0.0203 (7) 0.0067 (5) 0.0034 (5) 0.0039 (5) C52 0.0211 (6) 0.0182 (6) 0.0238 (7) 0.0041 (5) 0.0016 (5) 0.0014 (5) C53 0.0220 (6) 0.0177 (6) 0.0345 (8) 0.0022 (5) 0.0061 (6) 0.0054 (6) C54 0.0285 (7) 0.0213 (7) 0.0284 (8) 0.0088 (6) 0.0137 (6) 0.0109 (6) C55 0.0317 (7) 0.0227 (7) 0.0196 (7) 0.0082 (6) 0.0066 (6) 0.0039 (6) C56 0.0227 (6) 0.0188 (6) 0.0205 (7) 0.0028 (5) 0.0039 (5) 0.0032 (5) C57 0.0157 (6) 0.0156 (6) 0.0174 (7) 0.0017 (5) 0.0016 (5) 0.0001 (5) C61 0.0153 (6) 0.0157 (6) 0.0180 (7) 0.0001 (5) 0.0022 (5) 0.0000 (5) C62 0.0291 (7) 0.0227 (7) 0.0190 (7) 0.0058 (6) 0.0029 (5) 0.0021 (5) 
